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S13. ECD calculation method.
Conformational searches were performed by employing the procedure implemented in Spartan'14 software under the MMFF molecular mechanics force field, and the conformers were selected for geometry optimizations. Geometry optimizations were operated with DFT calculations at the B3LYP/6-31+G(d,p) level using Gaussian 09 package. TDDFT ECD calculations for the optimized conformers were performed at the CAM-B3LYP/SVP level with a CPCM solvent model in MeCN. The calculated ECD spectra were simulated with a half bandwidth of 0.3 eV, and the ECD curves were generated by SpecDis 1.64 software. The ECD spectra were weighted by Boltzmann distribution after UV correction.
